Calculation of the potential for interaction of particles with complex atomic structures.
We present a method for calculation of the potential and related physical quantities experienced by a particle traversing an aligned periodic complex atomic structure. Classical physics equations and the expansion of periodic functions as a Fourier series have been used for the calculation. Based on this method, we have developed the ECHARM program, which calculates one- and two-dimensional averaged physical quantities of interest along the main axes of any orthorhombic and tetragonal structure. For the case of cubic symmetry, the calculation holds for any orientation. Complex structures such as zeolites have been worked out to show the capability of the program.